Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.002 Å; R factor = 0.049; wR factor = 0.135; data-to-parameter ratio = 22.9.
The title compound, C 17 H 11 N, crystallizes with two molecules in the asymmetric unit which are linked by a weak C-HÁ Á ÁN hydrogen bond. The dihedral angles between the benzene ring and the naphthalene ring system in the two molecules are 60.28 (3) and 60.79 (3) . In the crystal, molecules are linked into a three-dimensional network by weak C-HÁ Á Á interactions.
Related literature
For the structure of the related compound 1-(3,4,5-trimethoxyphenyl)naphthalene, see: Suthar et al. (2005) .
Experimental
Crystal data C 17 H 11 N M r = 229.27 Triclinic, P1 a = 7.3387 (3) Å b = 11.3461 (5) Å c = 15.5804 (7) Å = 71.237 (2) = 89.981 (2) = 87.647 (2) V = 1227.22 (9) Å 3 Z = 4 Mo K radiation = 0.07 mm À1 T = 150 K 0.40 Â 0.18 Â 0.06 mm
Data collection
Bruker SMART APEX diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2004) T min = 0.972, T max = 0.996 17670 measured reflections 7450 independent reflections 5228 reflections with I > 2(I) R int = 0.029 Refinement R[F 2 > 2(F 2 )] = 0.049 wR(F 2 ) = 0.135 S = 1.02 7450 reflections 325 parameters H-atom parameters constrained Á max = 0.29 e Å À3 Á min = À0.26 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1, Cg3, Cg5, Cg6 and Cg7 are the centroids of the C11-C110, C111-C116, C21-C210, C28-C210 and C211-C216 rings, respectively. A solution of K 2 CO 3 (6.2 mmol) in 20 ml of water was added to a solution of 1-bromonaphthalene (3.1 mmol), 4-cyanophenylboronic acid (4.5 mmol) and Pd(OAc) 2 (1 mol %) in 20 ml of DMF. The resultant mixture was heated at 100°C for 8 h under stirring. The final solution was allowed to cool to room temperature, and extracted with ethyl acetate. The organic layer was washed with water and aqueous 0.1 M NaOH, dried over anhydrous sodium sulfate and evaporated. The brown solid obtained (0.45 g, 58%) was recrystallized from MeOH and sublimed under reduced pressure to yield white crystals of the title compound; 1 H-NMR (400 MHz, CDCl 3 , 300 K, TMS) 7.98-7.92 (2H, m, 2-H + 8-H), 7.81 (2H, d, 2-H, J=8.2), supplementary materials sup-2 7.84-7.78 (1H, m), 7.64 (2H, d, 3-H, J=8.2), 7.61-7.40 (4H, m); 13 C-NMR (100.6 MHz, CDCl 3 , 300 K) 146. 6, 139.1, 134.7, 133.0, 131.9, 131.7, 129.7, 129.5, 127.9,127.6, 127.1, 126.3, 126.1, 119.8, 112 .1.
Refinement
Molecule (1) crystallized in the triclinc system; space group P-1. H atoms were treated as riding atoms with C-H(aromatic), 0.95 Å, with U iso = 1.2Ueq(C). The positions of the H atoms were calculated and checked against a difference map during the refinement. Fig. 1 . A view of (1) with our numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. (2) Atomic displacement parameters (Å 2 )
Figures
0.0239 (5) 0.0214 (5) 0.0193 (5) 0.0010 (4) 0.0004 (4) −0.0047 (4) C12 0.0319 (6) 0.0242 (6) 0.0249 (6) 0.0016 (5) 0.0000 (5) −0.0087 (5) C13 0.0358 (7) 0.0313 (7) 0.0235 (6) 0.0072 (5) 0.0024 (5) −0.0112 (5) C14 0.0270 (6) 0.0335 (7) 0.0221 (6) 0.0040 (5) 0.0053 (5) −0.0050 (5) C15 0.0267 (6) 0.0303 (7) 0.0320 (7) −0.0046 (5) 0.0050 (5) −0.0047 (5) C16 0.0328 (7) 0.0277 (7) 0.0409 (8) −0.0076 (5) 0.0030 (6) −0.0110 (6) C17 0.0326 (7) 0.0295 (7) 0.0352 (7) −0.0030 (5) 0.0030 (6) −0.0161 (6) C18 0.0253 (6) 0.0263 (6) 0.0257 (6) −0.0025 (5) 0.0038 (5) −0.0091 (5) C19 0.0212 (5) 0.0224 (5) 0.0201 (5) 0.0016 (4) −0.0004 (4) −0.0053 (4) C110 0.0221 (5) 0.0257 (6) 0.0217 (6) 0.0014 (4) 0.0009 (4) −0.0041 (5) C111 0.0253 (6) 0.0193 (5) 0.0215 (5) −0.0015 (4) 0.0009 (4) −0.0057 (4) C112 0.0257 (6) 0.0282 (6) 0.0220 (6) −0.0038 (5) −0.0032 (5) −0.0042 (5) C113 0.0304 (6) 0.0274 (6) 0.0200 (6) −0.0032 (5) −0.0016 (5) −0.0035 (5) C114 0.0261 (6) 0.0201 (5) 0.0250 (6) −0.0026 (4) 0.0024 (5) −0.0059 (5) 0.0350 (7) 0.0338 (7) 0.0245 (6) −0.0108 (5) 0.0014 (5) −0.0122 (5) C24 0.0268 (6) 0.0353 (7) 0.0235 (6) −0.0074 (5) −0.0025 (5) −0.0064 (5) C25 0.0255 (6) 0.0322 (7) 0.0299 (7) 0.0016 (5) −0.0014 (5) −0.0038 (5) C26 0.0317 (7) 0.0291 (7) 0.0375 (7) 0.0058 (5) (16) C12-C11-C19 119.21 (11) C22-C21-C29 119.52 (10) C12-C11-C111 119.27 (11) C22-C21-C211 119.00 (10) C19-C11-C111 121.47 (10) C29-C21-C211 121.43 (10) Hydrogen-bond geometry (Å, °)
Cg1, Cg3, Cg5, Cg6 and Cg7 are the centroids of the C11-C110, C111-C116, C21-C210, C28-C210 and C211-C216 rings, respectively. 
